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The crystal structure is shown in the gure. Tables 1-3 contain details of the measurement method and a list of the atoms including atomic coordinates and displacement parameters.
Source of material
2.28 g (14 mmol) 2,3-dimethyl-3,4-dihydro-2H-1,4-benzoxazine, 1.6 g (15.2 mmol), anhydrous Na 2 CO 3 , and 20 mL benzene were mixed. 1.7 mL of phenoxyacetonyl chloride (17.6 mmol) was added slowly at room temperature and the mixture was stirred for 30 min. Then the mixture was ltered and rinsed with water. The organic phase was dried over anhydrous MgSO4, and the benzene was removed under vacuum. The crude product was recrystallized from EtOAc and light petroleum. The product was collected as white solid in yield 61.2%.
Experimental details
The C-H atoms were then constrained to an ideal geometry, with C-H distances of 0.93-0.98 Å. The U iso values of the hydrogen atoms of methyl groups were set to 1.5Ueq(C methyl ) and the U iso values of all other hydrogen atons were set to 1.2Ueq(C).
Discussion
Benzoxazine and its derivatives have exhibited various biological activities, such as herbicides, fungicides, anti-diabetic, anxiolytic, cardiovascular and neuroprotective agents or antidepressants [1] [2] [3] . Moreover, they also act as useful intermeditates in the syntheses of compounds with therapeutic interest [4, 5] . In continuation of our interest in the development of N-containing heterocyclic compounds, herein we report a 1,4-benzoxazine [6, 7] . In the crystal structure, the oxazine ring and the annulated benzene ring are almost coplanar with the dihedral angle being 5.56(4)°(see the gure). The dihedral angle of benzoxazine ring and the phenyl moiety is 71.54(4)°. The torsion angle of N(1)-C(7)-C(8)-O(1) is −64.79(1)°, forming a halfchair conformation. It should be mentioned that there is a p-π-p-π conjunctive e ect between O1, benzene ring [C1, C2, C3, C4, C5, and C6], N1, C11-O2 [C = O], which result in shortened bond lengths for O1-C1, C6-N1, and N1-C11. The shortest H· · · centroid distance is 3.2 Å and the shortest H· · · O distance is a geometrically forced intramolecular distance.
